Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.047; wR factor = 0.122; data-to-parameter ratio = 16.8.
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: none 7347 measured reflections 4514 independent reflections 3148 reflections with I > 2(I) R int = 0.035 3 standard reflections frequency: 180 min intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.121 S = 1.02 4514 reflections 268 parameters All H-atom parameters refined Á max = 0.27 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 2; Ày; Àz þ 2.
Data collection: DATCOL in CAD-4 (Enraf-Nonius, 1988); cell refinement: LS in CAD-4; data reduction: HELENA (Spek, 1997); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008) and ORTEPII (Johnson, 1976) ; software used to prepare material for publication: SHELXTL. Fig. 1 (7) 0.0351 (7) 0.0016 (6) −0.0134 (6) 0.0008 (6) C6 0.0543 (10) 0.0354 (8) 0.0433 (9) 0.0004 (7) −0.0199 (8) −0.0040 (7) C7 0.0610 (11) 0.0468 (10) 0.0399 (9) 0.0125 (8) −0.0178 (8) −0.0093 (8) C8
Figures
0.0423 (9) 0.0553 (11) 0.0373 (8) 0.0095 (8) −0.0055 (7) 0.0000 (8) C9 0.0352 (8) 0.0438 (9) 0.0437 (9) 0.0006 (7) −0.0092 (7) 0.0006 (7) C10 0.0324 (7) 0.0316 (7) 0.0359 (7) 0.0017 (5) −0.0118 (6) −0.0001 (6) C11 0.0342 (7) 0.0263 (7) 0.0361 (7) −0.0030 (5) −0.0131 (6) 0.0040 (5) C14 0.0480 (9) 0.0360 (8) 0.0367 (8) 0.0009 (7) −0.0174 (7) −0.0070 (7) C15 0.0494 (10) 0.0602 (12) 0.0365 (9) 0.0050 (9) −0.0102 (7) −0.0112 (8) C16 0.0394 (9) 0.0540 (11) 0.0407 (9) 0.0087 (8) −0.0115 (7) −0.0118 (8) C17 0.0310 (7) 0.0363 (8) 0.0343 (7) 0.0047 (6) −0.0119 (6) −0.0050 (6) C18 0.0417 (9) 0.0405 (9) 0.0418 (9) −0.0001 (7) −0.0168 (7) −0.0032 (7) C19 0.0563 (11) 0.0507 (11) 0.0463 (10) −0.0007 (9) −0.0147 (8) 0.0080 (8) C20 0.0711 (13) 0.0641 (13) 0.0382 (9) 0.0087 (10) −0.0213 (9) −0.0014 (9) C21 0.0687 (13) 0.0618 (12) 0.0508 (11) 0.0060 (10) −0.0354 (10) −0.0148 (9) C22 0.0462 (9) 0.0440 (9) 0.0467 (9) −0.0005 (7 
